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(54) CALCULATION SYSTEM FOR MOLECULAR ORBITAL ANALYSIS 

(57)Abstract: 

PROBLEM TO BE SOLVED: To execute an abinitio 
molecular orbital calculation with realistic time and 
computer resources to molecules handled in chemical 
industry and pharmaceutical industry and to perform the > /T m ^f 



prediction of physical property and medical effect of the 
materials. 

SOLUTION: By a computer cluster 1 composed of plural 
mutually connected computers, 1 electronic integration, 
2 electronic integration and a Fock matrix factor 
constituted of the 1 electronic integration and the 2 
electronic integration for the supplied material are 
generated, electronic integration data and the Fock 
matrix factor are transmitted through the computer 
cluster 1 and a transmission line 31 for connecting a 




vector computer to the vector computer 2, the intrinsic J 

value and intrinsic vector of a Fock matrix is obtained on 
the vector computer 2 and the molecular orbital energy 
and wave function of the supplied material are 
outputted. Thus, the calculation time of the abinitio 

molecular orbital calculation is shortened and the prediction of the physical property and 
medical effect prediction to the molecules handled in chemical industry and pharmaceutical 
industry are made possible. 
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